Key indicators: single-crystal X-ray study; T = 298 K; mean (C-C) = 0.003 Å; R factor = 0.043; wR factor = 0.124; data-to-parameter ratio = 13.6. organic compounds o1840 Al-abbasi and Kassim
In the title compound, C 11 H 13 N 3 O 3 S, the benzene ring is twisted relative to the amidic fragment, forming a dihedral angle of 27.26 (9) . The thiono and carbonyl groups are trans with respect to the C-N bond. Intermolecular N-HÁ Á ÁS and C-HÁ Á ÁO hydrogen bonds link the molecules in the crystal structure.
Related literature
For the synthesis, see: Al-abbasi et al. (2010) . For related structures and background references, see: Shanmuga Sundara Raj et al. (1999) ; Arslan et al. (2003) ; Al-abbasi & Kassim (2011) . For standard bond lengths, see: Allen et al. (1987) and for bond lengths in other substituted thioureas, see: Nasir et al. (2011); Pé rez et al. (2011) . 
Data collection
Bruker SMART APEX CCD areadetector diffractometer Absorption correction: multi-scan (SADABS; Bruker, 2000) T min = 0.874, T max = 0.949 7105 measured reflections 2294 independent reflections 1971 reflections with I > 2(I) R int = 0.020 Refinement R[F 2 > 2(F 2 )] = 0.043 wR(F 2 ) = 0.124 S = 1.06 2294 reflections 169 parameters 1 restraint H atoms treated by a mixture of independent and constrained refinement Á max = 0.33 e Å À3 Á min = À0.19 e Å À3 Table 1 Hydrogen-bond geometry (Å , ).
Symmetry codes: (i) Àx þ 1; Ày; Àz; (ii) x; y þ 1; z.
Data collection: SMART (Bruker, 2000) ; cell refinement: SAINT (Bruker, 2000) ; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: SHELXTL (Sheldrick, 2008) ; software used to prepare material for publication: SHELXTL, PARST (Nardelli, 1995) and PLATON (Spek, 2009 ).
1-Ethyl-1-methyl-3-(2-nitrobenzoyl)thiourea
A. A. Al-abbasi and M. B. Kassim
Comment
The title compound, I, is a thiourea derivative analogous to our previously reported compounds (Al-abbasi & Kassim, 2011) .
Bond distances are similar to those usually found in other substituted thioureas [Nasir et al. (2011 ) & Pérez et al. (2011 ].
The C-S and C-O exhibited the expected double-bond character. However, the C-N bond lengths are intermediate between a single and double, indicating a partial electron delocalization in the O1/C7/N1/C8/S1 fragment.
The phenyl ring is twisted due to the presence of the nitro group (O2O3N3) in ortho position. A rotation around C1-C7 bond makes the oxygen atom (O1) perpendicular to the phenyl ring mean planes and the torsion angles of C2C1C701 and C6C1C701 are -95.5 (2) and 86.5 (2)°, respectively. The dihedral angle between the mean planes of the thiourea (S1/N1/ N2/C8/C9) and the phenyl ring (C1/C2/C3/C4/C5/C6/) plane is 27.56 (10)°. Other bond lengths and angles are in normal ranges (Allen et al. 1987) .
The crystal structure is stabilized by the intermolecular N1-H1A···S1 and C5-H5A···O3 hydrogen bonds linking the molecules into a dimer resulting in a channel along [101] (Fig. 2) .
Experimental
The title compound was prepared according to a previously reported procedure (Al-abbasi et al., 2010) . A very pale browon colour crystal, suitable for X-ray crystallography, was obtained by a slow evaporation from ethanol solution at room temperature (yield 78%).
Refinement
Hydrogen atom of the amide group was determined from the diffrence Fourrier map and N-H was initially fixed at 0.86(0.01) Å and allowed to be refined on the parent N atom with U iso (H) = 1.2U eq (N). All other H atoms were postioned geometrically with C-H bond lengths in the range 0.93 -0.97 Å and refined in the riding model approximation with Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq S1 0.69163 (5) 0.06431 (8) 
